Cd is a double-bonded C-atom; Cb is a C-atom in the aromatic ring; Ct is a triple-bonded C-atom; ortho(alkyl-alkyl), meta(alkyl-alkyl), and para(alkyl-alkyl) are interactions of small alkyl substituents (methyl and ethyl) in di-substituted benzenes. b The calculated variance for this parameter was overestimated due to the existence of few or only low quality experimental data involving the group of interest. The variance was subsequently reduced individually for practical use. 019902-2 VEREVKIN ET AL.
